. Sm 3 cluster geometries in the structure of 1. Figure S2 . Space-filling plot of 1 network; the uncoordinated water and DMF molecules are presumed to occupy the shaded (green) regions of the unit cell.
. Sm 3 cluster geometries in the structure of 1. Table S2 : EQeq calculated atomic charges for SmMOF (1), CuMOF (2) and ZnMOF (3) MOFs.
SmMOF ( Table S3 : 5-FU ChelpG atomic charges calculated at B3LYP/6-311**G level of theory. The data in table S1 show that the adsorption process of 5-FU to zinc and copper frameworks is chiefly dominated by electrostatic interactions. For the Samarium MOF, the adsorption of 5-FU is driven mostly by van der Waals interactions. The calculated isosteric heat of adsorption provides a thermodynamic estimation of 5-FU binding to the three porous materials.
5-FU
In this context, our results indicate that 5-FU binds more strongly to ZnMOF and CuMOF frameworks. The isosteric heat was calculated using the usual expression
where N is the number of molecules, U is the potential energy and the values between refers to averages obtained over the simulations runs.
